Abstract
1
H NMR data are available in the CIF.
Experimental details
The hydrogen atoms were included in calculated positions, exception H2 bonded to N2 atom which has been located in adifference Fourier map. The hydrogen atoms were refined riding on their respective carbon or nitrogen atoms.
Discussion
In the search of materials with liquid crystal properties, we have investigated the use of substituted pyrazoles containing flexible long chains as substituents at the 3orthe 3and 5positions of the pyrazole ring [1] [2] [3] . In this context, we have proved the mesomorphic behavior of PdCl 2 derivatives containing 3-substituted pyrazole ligands [4] . Our actual interest is focused in determining potential structure/properties relationships of those materials. The title compound whose crystal structure is described herein corresponds to this family. In the title structure, the Pd atom is located on the center of symmetry, and there is half amolecule per asymmetric unit. The atoms generated by symmetry are denoted by prime in the text. The palladium atom is trans-coordinated to two chlorine atoms and two monodentate pyrazole ligands, giving rise to asquare-planar metal environment (Cl1-Pd-N1 and Cl1 -Pd-N1 angles of 90.06(8)°and 89.94(8)°). The Pd-Cland Pd-N distances are 2.3188(9) Åand 2.009(3) Å, respectively, and they fall in the normal range. The NH group from the pyrazole shows as trong intramolecular hydrogen-bond with the chlorine ligands (N-H 0.98 Å, H···Cl 2.28 Å, N···Cl 2.998(3) Å, N-H···Cl 129°). The dihedral angles between the coordination plane (defined by the N1, Cl1, N1 and Cl1 atoms) and the pyrazole ring and between the pyrazole plane and its substituent-benzene ring are 5.8(2)°and 0.2(3)°, respectively, indicating the molecular planarity. The most interesting result emerges by considering the molecular geometry. So, the molecule presents astraight and elongated shape with avalue of 38.54 Åinlength towards 4.63 Åinwidth (both values measured as the distances between the C19···C19 and Cl1···Cl1 atoms, respectively). The molecular packing shows both columnar and layer-like characteristics, with the columns arranged parallel to the a axis and the layers approximately parallel to the (021) plane. In spite of the compound presents arod-like molecular shape and an adequate molecular packing to exhibit liquid crystal properties, it was found to have not liquid crystal properties, showing only an ordered phase near to the clearing point. However, analogous compounds containing longer substituents on the pyrazole ring clearly exhibited liquid crystal behavior [4] . Then it is possible to deduce that an adequate length to width relationship is ar equirement to exhibit liquid crystal behavior. 
